Key indicators: single-crystal X-ray study; T = 173 K; mean (C-C) = 0.002 Å; R factor = 0.048; wR factor = 0.119; data-to-parameter ratio = 16.7.
The title compound, C 19 H 18 O 4 , exhibits a long C-C bond [1.575 (2) Å ] in the cage structure. In the crystal, pairs of O-HÁ Á ÁO hydrogen bonds link the molecules into centrosymmetric dimers. C-HÁ Á ÁO interactions also occur.
Related literature
For examples of PCU cage structures that exhibit C-C bond lengths that deviate from the normal value, see: FlippenAnderson et al. (1991) ; Linden et al. (2005) . For similar structures, see: Kruger et al. (2005 Kruger et al. ( , 2006 ; Karpoormath et al. (2010) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). et al., 2010) . The tile compound is the first example of a PCU derivative X-ray structure report containing an ether, ester and primary alcohol functional groups (Fig. 1) . In the crystal, the ether oxygen hydrogen bonds to the primary alcohol group of its nearest neighbour (O1-H1···O2). This arrangement forms centrosymmetric dimers (Fig. 2) . ]dodecane-3-carboxylic acid (1 g, 4.5 mmol), benzyl bromide (6 ml, 4.95 mmol) and K 2 CO 3 (1.86 g, 13.5 mmol) in DMF (5 ml), was heated to 120 °C and stirred for 5 h. The reaction mixture is cooled to room temperature and diluted with 50 ml of water and stirred further for 10 min. The resulting aqueous reaction mixture was then extracted with dichloromethane (25 ml × 2). The organic layer was dried with anhydrous Na 2 SO 4 , filtered, and concentrated under vacuum. Chromatography with hexane-EtOAc (5:1) afforded products a colourless oil (1.1 g, 79%). Crystallization of the product was carried out by dissolving the pure compound in 2 ml solvent mixture of ethyl acetate and hexane (1:5) and storing the solution at 18 °C (m.p. 397-398 K). : 31.12, 42.10, 42.78, 43.44, 43.52, 46.66, 47.50, 49.88, 57.16, 59.31, 66.82, 89.89, 119.00, 128.24, 128.46, 128.75, 135.77, 171.32, 207.32 .
: 3430. 37, 2961.81, 1739.32, 1453.93, 1336.94, 1267.97, 1199.80, 1137.26, 1091.29, 1078.22, 902.84, 734.29, 692.33, 542 .17 cm 
Special details
Experimental. Half sphere of data collected using COLLECT strategy (Nonius, 2000) . Crystal to detector distance = 35 mm; combination of φ and ω scans of 1.2°, 30 s per °, 2 iterations.
X-ray single-crystal intensity data were collected on a Nonius Kappa-CCD diffractometer using graphite monochromated Mo K α radiation (l = 0.71073 Å). Temperature was controlled by an Oxford Cryostream cooling system (Oxford Cryostat). The strategy for the data collections was evaluated using the Bruker Nonius "Collect" program (Nonius, 2000) . Data were scaled and reduced using 
